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The title compound, C 20 H 14 Br 2 N 2 O 2 , is a dibasic tetradentate Schiff base and reveals intramolecular O-HÁ Á ÁN hydrogen bonds between the hydroxy O atoms and the imino N atoms. The dihedral angle between the central and terminal benzene rings is 39.7 (1) . In the crystal, the compound is disposed about a crystallographic mirror plane parallel to the ac plane passing through the two central C atoms. The molecules are stacked in columns along the c axis throughinteractions, the shortest centroid-centroid distance being 3.872 (3) Å .
Related literature
For the crystal structure of 4,4 0 -dibromo-2,2 0 -[1,2-phenylenebis(nitrilomethanylylidene)]diphenol, see: Kabak et al. (2000) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ).
0.82 (4) 1.88 (4) 2.617 (5) 150 (5) Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXL97.
Comment
The title compound, C 20 H 14 Br 2 N 2 O 2 , is a tetradentate Schiff base ( Fig. 1 ), which can act as a dibasic ligand, i.e. the N and O donor atoms can coordinate one or two metal ions. The compound crystallized in the orthorhombic space group Pnma, whereas the analogous Schiff base with 1,2-phenylene group crystallized in the different orthorhombic space group Pbca (Kabak et al., 2000) .
The compound is disposed about a crystallographic mirror plane parallel to the ac plane passing through the two central C atoms (C10 and C11) at the special positions (x, 1/4, z; Wyckoff letter c). In the crystal structure, the three benzene rings are not parallel: the dihedral angle between the central benzene ring and the lateral benzene ring is 39.7 (1)°, and the dihedral angle between the lateral benzene rings is 41.7 (1)°. The Schiff base reveals strong intramolecular O-H···N hydrogen bonding between the hydroxy O atom and the imino N atom with d(O···N) = 2.617 (5) Å forming a nearly planar six-membered ring (Fig. 2 , Table 1 ). The N1-C7/8 bond lengths and the C7-N1-C8 bond angle indicate that the imino N1 atom is sp 2 -hybridized [d(N1═C7) = 1.287 (5) Å and d(N1-C8) = 1.438 (5) Å; <C7-N1-C8 = 118.3 (4)°]. The molecules are stacked in columns along the c axis. When viewed down the b axis, the successive compounds are stacked in the opposite direction. In the columns, π-π interactions between benzene rings are present, the shortest centroid-centroid distance being 3.872 (3) Å, and the ring planes are parallel and shifted for 1.461 Å.
Experimental 1,3-Phenylenediamine (0.7567 g, 6.997 mmol) and 5-bromosalicylaldehyde (2.8150 g, 14.004 mmol) in EtOH (30 ml) were stirred for 2 h at room temperature. After addition of pentane (30 ml) to the reaction mixture, the formed precipitate was separated by filtration, washed with ether, and dried at 50 °C, to give a yellow powder (3.0997 g). Crystals suitable for X-ray analysis were obtained by slow evaporation from an ethylacetate solution. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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